Guidelines for presentation of methodological choices in the publication of computational results B. Semiempirical electronic structure calculations
Abstract: Guidelines are presented to assist authors in preparing manuscripts that describe the results of semiempirical computations. These guidelines are not intended to recommend how semiempirical calculations should be done, but rather to ensure that the reader can have a clear understanding of what actually was done. They are written in a form to facilitate reprinting in original research journals and as information sheets that can be distributed to authors and reviewers.
BASIC PRINCIPLES
The basic principles are the same as for all scientific publications:
1.
Give enough information to enable the reader to repeat the calculation. This is the overall guiding principle of these recommendations.
2.
Give credit for all work taken from others. 3.
Exercise care and courtesy and give complete references if you make comparisons to other computational or experimental work. 4.
Use acronyms only when they increase the readability of a paper. All but the most common should be written out at first use.
5.
Avoid reporting an excessive number of figures in computed parameters. In general, show only the number that can be anticipated to be meaningful in comparison with reality. If digits that are not significant are quoted to facilitate exact reproduction of the calculation, indicate this fact.
USE OF COMMERCIAL OR OTHER WIDELY DISTRIBUTED PROGRAMS

1.
Identify the program, providing a literature reference and the version number, if any. 2.
Identify the particular semiempirical method used. If the authors of the program permit changes to be made to the method, either to the set of approximations used or to the values of the parameters involved, these changes must be identified. 3.
When calculations other than closed-shell restricted Hartree-Fock (RHF) are done, the type of calculation [e.g., RHF open shell or unrestricted Hartree-Fock (UHF)], should be identified. If multiconfigurational, then the size of the active space and the selected configurations used should be specified. Except for ground-state calculations, the electronic state calculated should be defined 4.
In general, computed results should apply to systems at stationary points on the potential energy surface. Only in exceptional circumstances should "single-point" calculations be reported. Examples of such circumstances are:
(i) Due to limitations on computational resources, optimization of the geometry is not practical; (ii) The objective of the work is to use a specific geometry (experimental, e.g., X-ray, or computational, e.g., ab initio), in which case the source of the geometry is important. When partial geometry optimization is performed, take care to identify the fixed and optimized parts of the geometry.
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